Crystal structure prediction (CSP) has emerged in recent years as a powerful technique to complement and augment experimental studies of organic solid forms. While the ultimate goal of CSP is often to predict the thermodynamically stable form of a given system from only the chemical diagram, hundreds or even thousands of plausible crystal structures are generated along the way. This landscape of potential solid forms contains a wealth of information on possible packing arrangements and intermolecular interactions, all of which can be used to infer the characteristic properties of the material in question.
